Supplementary Materials

Figure S1. The 3D crystal structure of folate receptor alpha (4LRH.PDB) complex with folic acid (C atoms in green,
N in blue, and O in red color) in the active binding site (Rose color).
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Figure S2. FA-FRa binding model. Inset is the superimposition of co-crystallized FA from 4LRH.PDB (Orange C,
red O, and blue N) and docked FA (Green C, red O, and blue N) with RMSD = 0.90 A.
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Figure S3. a. 3D visualization for FA-FRa (4LRH.PDB) interactions using hydrophobicity solvent model. Amino
acid residues surrounding ASP81 that formed a small cavity in the depth was highlighted as the red circle
(generated by BIOVIA Discovery Studio Visualizer 16.1). b. 2D image of amino acid residues involved in the FA-
FRa interactions (Gray C, red O, and blue N). The symbol F in (b) refers to the amino acids from FRa.
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Figure S4. 2D image of the residues of amino acids involved in the interactions between FRat and MTX (Gray C,
red O, and blue N). The symbol F in (b) refers to the amino acids from FRa.
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Figure S5. 2D image of the residues of amino acids involved in the interactions between FRa and PTX (Gray C,
red O, and blue N). The symbol F in (b) refers to the amino acids from FRa.



